Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; R factor = 0.065; wR factor = 0.158; data-to-parameter ratio = 12.7.
The title compound, C 16 H 8 O 3 , was synthesized by the Pdcoupling reaction of phenylacetylene with 4-bromophthalic anhydride. The phenyl and isobenzofurane rings are nearly coplanar, forming a dihedral angle of 6.70 (10) . In the crystal structure, centrosymmetrically related molecules are linked into dimers by C-HÁ Á ÁO hydrogen bonds.
Related literature
For a general background to the synthesis and applications of the title compound, see: Hergenrother & Smith (1994 ; Takekoshi & Terry (1994) ; Urazoe et al. (2005) ; Urazoe & Mori (2006) . For the properties of polyimides, see: Feger et al. (1989) ; Ghosh & Mittal (1996) . For the crystal structure of related compounds, see: Wright & Schorzman (2000) .
Experimental
Crystal data Mo K radiation = 0.10 mm À1 T = 294 (2) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx; Ày þ 1; Àz þ 1.
Data collection: DIFRAC (Gabe & White, 1993) ; cell refinement: DIFRAC; data reduction: NRCVAX (Gabe et al., 1989) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
Polyimides are well known for possessing excellent thermal and oxidative stability, as well as excellent mechanical properties (Ghosh & Mittal, 1996; Feger et al.,1989) . The title compound is used as terminal endcapping agent which imparts thermal curability, thermal resistance and solvent resistance to polyimide (Hergenrother & Smith, 1994 Takekoshi & Terry, 1994) . Further, various types of method for producing 4-phenylethynylphthalic anhydride have been described (Urazoe et al., 2005; Urazoe & Mori, 2006) . We report here the crystal sturcture of the title compound.
In the molecule of the title compound ( Fig. 1 ) the phenyl and isobenzofurane rings are nearly coplanar, making a dihedral angle of 6.70 (10)°. Bond distances of the ethyne chain show similar values to those in C 22 H 13 O 2 N (Wright & Schorzman, 2000) , with the C7-C9, C9-C10 and C10-C11 distances of 1.418 (4), 1.203 (4) and 1.429 (4) Å, respectively. The bond angles within the ethyne chain are slightly bent, with the C7-C9-C10 and C9-C10-C11 angles of 176.3 (4) and 173.6 (4)°, respectively. The isobenzofurane ring is flat, atoms C2 deviating only by 0.027 (5) Å from the mean plane. In the crystal structure, centrosymmetrically related molecules are linked into dimers by intermolecular C-H···O hydrogen interactions (Table 1) .
Experimental 4-Bromophthalic anhydride (5.00 g, 22.0 mmol), phenylacetylene (2.69 g, 26.4 mmol), PdCl 2 (PPh 3 ) 2 (0.11 g, 0.157 mmol), and PPh 3 (0.22 g, 0.840 mmol) were dissolved in 40 ml of dry NEt 3 under argon, and the mixture was heated to 333 K. Then CuI (0.10 g, 0.524 mmol) was added and the solution was stirred at 353 K for 12 h. The precipitated triethylammonium bromide was separated after cooling and the solvent was evaporated. The residue was recrystallized from toluene/n-hexane (1:1 v/v) twice to give 4-phenylethynylphthalic anhydride as pale yellow crystals (yield 83.6%; m.p. 424-425 K). Colourless crystals suitable for X-ray analysis were obtained by slow evaporation of an acetic anhydride solution at room temperature.
Refinement
H atoms were positioned geometrically (C-H = 0.93 Å) and refined using a riding model, with U iso (H) = 1.2U eq (C). supplementary materials sup-6 Fig. 1 
